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4. Conclusion

In this article, we explored the noncovalent
bonding interactions between O¼¼C¼¼S, S¼¼C¼¼S,
F2C¼¼S, Cl2C¼¼S, and singlet carbene. Six chalco-
gen-bonded complexes were obtained. It is found
that all the vibrational frequencies of C¼¼S bond

presented a red shift character. We carried out
AIM and NBO analyses for these complexes. All
these results show that there exists a weak non-
bonded interaction between the chalcogen bond
donor and CH2. An energy decomposition analy-
sis was performed to disclose that the electrostatic
interaction is the main stabilized factor in these
nonbonded complexes.
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